Key indicators: single-crystal X-ray study; T = 100 K, P = 0.0 kPa; mean (C-C) = 0.002 Å; R factor = 0.051; wR factor = 0.123; data-to-parameter ratio = 33.7.
The title compound, C 11 H 13 NO 2 Si, is a low-temperature form of the previously reported room-temperature structure [Garcia et al. (1998) . Acta Cryst. C54, [489] [490] [491] . At 298 K, the material crystallizes in the space group Pnma and occupies a crystallographic mirror plane, but at 100 K the space group changes to P2 1 2 1 2 1 , the volume decreases by 5% and the molecule distorts. The greatest molecular distortions from C s symmetry are rotations of the trimethylsilyl and nitro groups by 10.56 (8) and 11.47 (9) , respectively, to the benzene mean plane. At low temperature, the crystal also becomes an inversion twin, the refined ratio of the twin components being 0.35 (15):0.65 (15).
Related literature
For the synthesis of the title compound, see: Takahashi et al. (1980) . For the crystal structure of the room temperature form of the title compound, see: Garcia et al. (1998) . For a description of the Cambridge Structural Database, see: Allen (2002 (Garcia et al., 1998; CSD refcode NILWIO; Allen, 2002) , with all but two methyl groups lying in the mirror plane. When the temperature is reduced to 100 K, the inversion center vanishes and the space group changes from Pnma to P2 1 2 1 2 1 , the unit cell volume is reduced from 1261.8 (3) 
Experimental
The compound was prepared by palladium(II) coupling of trimethylsilylacetylene with 4-nitroiodobenzene as described by (Takahashi et al., 1980) .
Refinement
Analysis of 1953 Bijvoet pairs yields a Hooft (Hooft et al., 2008) parameter y = 0.42 (6) and P3(rac-twin) = 1.000. The model was therefore refined as an inversion twin (SHELXL commands TWIN and BASF) giving the refined ratio 0.35 (15):0.65 (15) for the twin components. The C-bound H atoms were placed in calculated positions, guided by difference maps, and treated as riding atoms: C-H = 0.95 and 0.98 Å for CH(aromatic) and CH 3 H atoms, respectively, with U iso = k × U eq (C), where k = 1.5 for CH 3 H atoms and = 1.2 for other H atoms. A torsional parameter was refined for each methyl group.
Computing details
Data collection: COLLECT (Nonius, 2000); cell refinement: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO and SCALEPACK (Otwinowski & Minor, 1997 ); program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999 View of the molecular structure of the title compound, with atom numbering. The displacement ellipsoids are drawn at the 50% probability level.
4-Nitro-1-[(trimethylsilyl)ethynyl]benzene
Crystal data Absolute structure: Flack (1983) 
